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Towards automated identification of metabolites using mass spectral trees
1. The usefulness of multistage Mass Spectrometric information for metabolite identification has been
clearly demonstrated. (Chapter 3)
2. The  lack  of  agreement  for  the  total  number  of  human  metabolites  shows  the  lack  of  a  full
understanding of the metabolome. (Chapter 1)
3. Sharing  software  and  algorithms  with  others  via  using  open-source  code  decreases  the  time
required  to  find  mistakes  in  algorithms.  Sharing  data  (as  open  data)  with  other  scientist  will
increase the speed of identifying so far unknown metabolites. (Chapter 5)
4. The reproducibility of mass spectrometry data is a serious challenge to the scientific programmer,
but it can be overcome by using algorithms to compensate for variations and to make the output of
the experiment robust. (Chapter 4)
5. The  identification  of  an  unknown  compound  is  a  very  relevant  part  of  a  systems  biology
experiment;  it  is  required but  not  sufficient  for  the biological  interpretation.  (Scalbert,  A.  et  al.,
Metabolomics, 2009)
6. Given that bioinformatics has played an important role in establishing genomics and proteomics as
routine  methods  in  modern  biology,  it  is  likely  that  continuing  developments  in  computational
metabolomics will  be key to making the metabolomics a routine part  of  agricultural,  nutritional,
pharmaceutical and biomedical research. (David Wishart, Briefings in Bioinformatics, 2007).
7. Despite  the  extraordinary  amount  of  spectroscopic  data  available  there  are  limitations  on  its
applicability due to the variety of database file formats, different spectrometer operating conditions,
and missing data-matching tools  (Laura  Borland,  Analytical  and bioanalytical  chemistry,  2010).
Therefore the research community should not focus only to generate big amount of data, but to
gather a consensus about standardized data.
8. Drug discovery and development has become a resource-intensive process, with a cost estimate of
approximately 8-12 years and $0.8-1.2 billion to become a commercial product. (Zhoupeng Zhang
et  al.,  Current Pharmaceutical  Design, 2009).  Therefore the research investments in the future
should be more in high throughput tools providing mechanistic insights to predict the viability of the
products to become more sustainable.
9. If you can't explain it simply, you don't understand it well enough (Albert Einstein)
10. The whole is greater than the sum of its parts (Aristotle, in Metaphysics)
11. Cycling  to the lab  is  not  only  healthy  for  your  body but  is  also  healthy for  your  mind.  In  the
Netherlands cycling is also enjoyable, in contrast to many other countries, as cyclists are respected
by car drivers.
12. Rich human and scientific resources are not sufficient for a country to be prosperous, as also good
political governance is required.
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